. Batch size and LSTM cell number optimization for LSTM. (A) Differing batch sizes were tested using LSTM over 500 epochs. Micro-and macro-average ROCAUCs after repeated training-test splits were plotted. (B) Differing LSTM cell number were tested using LSTM over 500 epochs. Microand macro-average ROCAUCs after repeated training-test splits were plotted. Figure S9A . Heavy metals (HM), phenols / industrial compounds (Ind), pesticides and herbicides (HandP), and seawater with no chemicals added (SW); Figure S9B . CuSO4 (Cu), PbCl2 (Pb), HgCl2 (Hg) and CdCl2 (Cd), paraquat (PQ) and diquat (DQ), methyl parathion (MeP), Bisphenol-A (BPA), nonyl phenol (NP), and HMM (heavy metal mixture of Cd, Hg and Pb). Figure S9C . Similar labels but with 1, 2 or 3 corresponding to concentration ranges: 1 < 100 ppb, 2 = 100 -750 ppb and 3 > 750 ppb.
